
 

 

 

Table 1 Selected X-ray Crystallographic Data 

Cocrystal 1 2 3 

Empirical formula C129 H200 N4 O37.50 C65 H102 N2 O20 C49 H64 N1 O27.55 

Mr 2406.93 1231.49 1107.81 

Space group P-1 P21/c C2/c 

a/Å 12.137(5) 18.022(4) 29.602(8) 

b/Å 16.978(7) 16.787(3) 15.909(4) 

c/Å 31.818(13) 22.439(5) 25.288(7) 

α/° 92.2253(6) 90 90 

β/° 90.065(6) 104.818(2) 97.868(4) 

γ/° 93.959(6) 90 90 

V/Å
3
 6536(5) 6563(2) 11769(6) 

T/K 173(2) 173(2) 100(2) 

λ/Å 0.71073 0.71073 0.7749 

dc/g cm
-3

 1.223 1.246 1.250 

Z 2 4 8 

GOF 1.054 1.032 1.408 

R1 [I>2σ(I)]
a 

0.0914 0.0524 0.1178 

wR2(all data)
b 

0.2 927 0. 1619 0. 3655 
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